LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.647 46 49 59 rvB 118999 234769 3.02% 0.294%
2 4.030 165 170 174 rBvV2 43482 103847 1.33% 0.130%
3 4.121 174 178 181 rVvV 97391 171941 2.21% 0.215%
4 4_.567 212 217 223 rBV2 40023 108889 1.40% 0.136%
5 4.818 236 239 243 rBV 737771 909075 11.68% 1.138%
6 4.944 249 250 255 rVB2 69293 109939 1.41% 0.138%
7 5.104 261 264 267 rVB2 160075 238813 3.07% 0.299%
8 5.287 277 280 282 rBVY 2340558 2974290 38.22% 3.725%
9 5.436 288 293 296 rBV3 101879 248994 3.20% 0.312%
10 5.493 296 298 299 rBV 182059 247744 3.18% 0.310%

11 5.710 311 317 320 rBV3 97788 207855 2.67% 0.260%
12 5.996 340 342 344 rBV2 150776 179017 2.30% 0.224%
13 6.190 356 359 361 rBv2 115485 184555 2.37% 0.231%
14 6.236 361 363 365 rvv2 97884 146764 1.89% 0.184%
15 6.270 365 366 368 rvv 127803 166674 2.14% 0.209%

16 6.304 368 369 370 rvv 245651 333971 4._.29% 0.418%
17 6.339 370 372 376 rVvVv2 2015747 2363992 30.38% 2.960%
18 6.453 379 382 385 rBV 5148741 5080135 65.28% 6.362%
19 6.499 385 386 388 rBV 165057 206064 2.65% 0.258%
20 6.556 388 391 394 rVB 155233 246662 3.17% 0.309%

21 6.636 396 398 400 rvB3 83472 85525 1.10% 0.107%
22 6.681 400 402 404 rBV 1416994 1474719 18.95% 1.847%
23 6.739 404 407 410 rVB2 547993 1037017 13.33% 1.299%
24 6.841 413 416 417 rBV 4749378 5564418 71.51% 6.968%
25 6.864 417 418 421 rVV2 322841 498939 6.41% 0.625%

26 6.933 421 424 426 rVV2 444477 808191 10.39% 1.012%
27 7.024 428 432 435 rVB 699713 1720080 22.10% 2.154%
28 7.082 435 437 439 rBvV 176955 170755 2.19% 0.214%
29 7.150 439 443 444 rBV2 164619 204748 2.63% 0.256%
30 7.253 448 452 454 rBV 4237603 5029865 64.64% 6.299%

31 7.390 454 464 467 rVB5 1380423 6598699 84.80% 8.264%
32 7.459 467 470 471 rBV3 335975 458121 5.89% 0.574%
33 7.539 474 477 480 rBvV2 273162 441950 5.68% 0.553%
34 7.596 480 482 485 rVB3 287173 311693 4.01% 0.390%

8270-BF122116.M Sat Dec 31 04:05:04 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.642 485 486 488 rVB 252381 232135 2.98% 0.291%

36 7.710 488 492 494 rBV2 470793 658198 8.46% 0.824%
37 7.802 496 500 502 rVB3 146125 283844 3.65% 0.355%
38 7.836 502 503 506 rBV3 60546 93649 1.20% 0.117%
39 7.916 506 510 512 rBv4 133398 281596 3.62% 0.353%
40 7.962 512 514 517 rBV 1571476 2040454 26.22% 2 .555%

41 8.099 523 526 528 rBV 230198 320052 4.11% 0.401%
42 8.213 528 536 538 rvv6 261564 631889 8.12% 0.791%
43 8.259 538 540 542 rVvB2 201433 229301 2.95% 0.287%
44 8.339 545 547 550 rBv3 121628 223013 2.87% 0.279%
45 8.385 550 551 552 rBV 95760 116800 1.50% 0.146%

46 8.556 563 566 570 rvB2 311443 626098 8.05% 0.784%
47 8.647 570 574 577 rBv2 339374 873231 11.22% 1.094%
48 8.739 581 582 584 rvv2 184496 341949 4_.39% 0.428%
49 8.785 584 586 587 rvVB 354458 453363 5.83% 0.568%
50 8.819 587 589 590 rBvV2 93805 134218 1.72% 0.168%

51 8.842 590 591 595 rVvB3 259244 395627 5.08% 0.495%
52 8.899 595 596 597 rBV 111959 101230 1.30% 0.127%
53 9.047 606 609 612 rVB 7054311 7781537 100.00% 9.745%
54 9.127 615 616 619 rVB3 70170 85495 1.10% 0.107%
55 9.207 621 623 625 rBv2 162183 257674 3.31% 0.323%

56 9.310 630 632 633 rvv2 159478 154677 1.99% 0.194%
57 9.356 633 636 641 rvv5 131902 320851 4.12% 0.402%
58 9.447 641 644 645 rvV 217482 213171 2.74% 0.267%
59 9.482 645 647 649 rvv3 120205 146652 1.88% 0.184%
60 9.562 652 654 655 rvv2 69848 91667 1.18% 0.115%

61 9.607 657 658 659 rvv 200259 150106 1.93% 0.188%
62 9.665 659 663 665 rvv4 81806 198681 2.55% 0.249%
63 9.722 665 668 670 rvB 1930492 2539305 32.63% 3.180%
64 9.928 684 686 689 rvv2 94877 157299 2.02% 0.197%
65 9.973 689 690 692 rvv 86175 86803 1.12% 0.109%

66 10.065 695 698 703 rBv4 55476 201174 2.59% 0.252%
67 10.145 703 705 710 rvv4 148852 357243 4_59% 0.447%
68 10.248 712 714 715 rVB 269324 259362 3.33% 0.325%
69 10.510 734 737 739 rBV 4509115 4985211 64.06% 6.243%
70 10.636 746 748 752 rVB3 157259 290144 3.73% 0.363%

71 10.762 758 759 762 rVB 67944 79386 1.02% 0.099%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 10.830 762 765 767 rvv2 50178 87952 1.13% 0.110%
73 10.876 767 769 771 rVB3 62674 89055 1.14% 0.112%

74 11.082 784 787 788 rBv2 113076 133065 1.71% 0.167%
75 11.196 794 797 799 rBV 2589245 2346567 30.16% 2.939%

76 11.379 810 813 815 rBV 152868 175354 2.25% 0.220%
77 11.436 815 818 822 rvB2 176010 220979 2.84% 0.277%
78 11.745 842 845 849 rBv2 712618 806603 10.37% 1.010%
79 12.442 903 906 911 rBV6 31227 105731 1.36% 0.132%
80 12.522 911 913 916 rBV 356516 464558 5.97% 0.582%

81 12.785 933 936 939 rBV 5949905 6339103 81.46% 7.938%
82 13.356 984 986 988 rVB 368551 351623 4_.52% 0.440%
83 13.688 1012 1015 1020 rBV 237113 319456 4.11% 0.400%
84 13.825 1024 1027 1030 rBV 1810140 1670545 21.47% 2.092%
85 15.208 1145 1148 1151 rBV 1209225 1480520 19.03% 1.854%

Sum of corrected areas: 79852906
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF123016\

BF092055.D

30 Dec 2016 19:45

UM/SsJ

H6314-06

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.82 12.33 ng 909075 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 239 (4.818 min): BF092055.D (-236) (-) m/z 43.00 100.00%
43
59
5000
1 440 4.60 480 5.00 520
...,....,....,..3.7.','::..,??.'.,...‘??....,??..,...:,|...1.°f’.... m/z 59.10 58.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL RS UL R
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 19.54%
15 31 101
| 25 7 37, 53 83
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 5.00 5.20
5000 m/z 58.00 15.10%
29 101
15 37 51 73 83 95
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance #3993: Morpholine, 4—methy|— | BLALILEL B BB B
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000
101
15 97 5 71
RS Jwi33 s 4? ‘ |62 i 77| g | i T
Trryrrr[rrrr[{rrrr|{rrrr[rrr1r[rrr1r[rrrrrrrrrrrrrrrrrrrororT —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.45 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.45 68.90 ng 5080140 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 382 (6.453 min): BF092055.D (-379) (-) m/z 132.00 100.00%
132
5000 68
© s |l P e J ol ko ok
0 AN - LA | R m/z 68.05 47.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 UERBE RSN L R
6.20 6.40 6.60 6.80
104 m/z 134.00 33.17%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
m/z--> 25 Jo éo 85 160 150 140 1éo 1éo
Abundance
57 132
74 620 640 660 6.80
5000 9g 116 m/z 66.00 29.11%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- L
132 6.20 6.40 6.60 6.80
m/z 69.10 18.93%
5000
63 81
3\1 SQ | ‘\‘ PRV I (I | 10\1‘1}\2 | AN
miz-> 20 40 60 80 100 120 140 160 180 620 640 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzene, 1,3,5-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.74 14.06 ng 1037020 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87

Abundance Scan 407 (6.739 min): BF092055.D (-404) (- m/z 105.10 100.00%
105
5000 120

77 91 6.40 6.60 6.80 7.00
39 51 65
ot i 8o B8 Lt Tm/z 120,10 41.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9114: Benzene, 1,3,5-trimethyl-
105
120
5000

6.40 6.60 6.80 7.00
m/z 77.00 11.46%

77
15 27 3 slge5 O It

) [ A L . | 98 L
T T T T P T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.40 6.60 6.80 7.00
5000 m/z 91.05 8.89%
120
15 27 39 515865 7 9 o
T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9131: Benzene, 1-ethyl-3-methyl-
105 6.40 6.60 6.80 7.00

m/z 106.10  8.69%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Indane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

6.86 6.77 ng 498939 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 50
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 38
3 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 36
4 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 9
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 9

Abundance Scan 418 (6.864 min): BF092055.D (-417) (-) m/z 117.10 100.00%
117
5000
91 " 6.60 680 7.00 7.20
43 57 71
o8 s e M7z 118.10 57.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8673: Indane
117
5000 N AAAE BARAS AR RS
6.60 6.80 7.00 7.20
58 m/z 115.00 25.63%
273\9 \‘H 77 ‘103
m/z--> 25 45 éo éo 160 150 140 160 180 200 250 250
Abundance
117
" 6.60 680 7.00 7.20
5000 o1 m/z 91.00 9.36%

39
27 51 65 78 103

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #81154: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-

117 6.60 6.80 7.00 7.20

m/z 116.00 4.92%
5000
65 91
39 51 77 | 105 || 131 152165178 238
A B B o e LA ma s S S R RaE e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 1,2-diethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

6.93 10.96 ng 808191 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 86
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64
5 Benzene, 1- ethyl -3,5-dimethyl- 134 C10H14 000934-74-7 62

Abundance Scan 424 (6.933 min): BF092055.D (-421) (-) m/z 105.10 100.00%
7 105 119
134
5000 41 a8
73
6.60 6.80 7.00 7.20
"|""|""|""||| ?|.|III |.II| |ﬁ0|| |95'|'!.1,5.L?{.".I..1.2.7,..'..,.. m/z 119.10 97 .60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.60 6.80 7.00 7.20
m/z 57.10 95.80%
5 27 % Sigges 08 | || 127
miz> 10 20 30 40 5'0 % 70 8 % 100 110 130 1% 140
Abundance
105 119
6.60 6.80 7.00 7.20
5000 134 m/z 134.10 46.96%
91
39 77
27 1 58 65 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, l,4—diethy|— LI LI B BN |Al LB |
105 119 6.60 6.80 7.00 7.20
m/z 41.10 41.61%
5000 134
91
41
"v"'w'%?l”"v'“'?%'?ﬁ'éﬁ'w"hl“"l"%8jlhl'JL"}%z'”'w" SRR EAE SRRRE RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown7.02 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

7.02 23.33 ng 1720080 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 47
2 Acetic acid. diethvl- 116 C6H1202 000088-09-5 38
3 Hexanoic acid. 2.2-dimethvl- 144 C8H1602 000813-72-9 38
4 Hexanoic acid. 2.4-dimethvl-. me... 158 C9H1802 014251-44-6 37
5 Carbamic acid, [2-[(cyanomethyl)... 227 C10H17N303 109923-97-9 25

Abundance Scan 432 (7.024 min): BF092055.D (-428) (-) m/z 57.10 100.00%
7 88
5000 105
3 134

6.60 6.80 7.00 7.20 7.40

] S m/z 88.00 87.75%
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88
5000 7

6.60 6.80 7.00 7.20 7.40
m/z 41.10 49.82%

Jd\“ k‘\m ‘\;09 135155173 214 242 272 294313 355
L e B e T B e e e T B e e e e e B e e
m/z--> 50 100 150 200 250 300 350
Abundance
43 88

6.60 6.80 7.00 7.20 7.40

5000 .| m/z 105.00 47 .42%
25 117
L s e e I L A o e
m/z--> 50 100 150 200 250 300 350
Abundance #20045: Hexanoic acid, 2,2-dimethyl- e .ﬁ,,\. R RRRR
57 6.60 6.80 7.00 7.20 7.40
88 m/z 43.10 44 .75%
5000
Ll
H {wl‘l M‘ | I\ 115 14? T T
LI —r T T T T T T T T T T T T T T T T T T _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown7.39 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.39 64 .68 ng 6598700 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 5-methvl- 116 C7H160 000623-55-2 38
2 Butanoic acid. 4-ethoxv-. methvl... 146 C7H1403 029006-04-0 25
3 Ethvl ether 74 C4H100 000060-29-7 22
4 Acetaldehvde N-formvl-N-methvlhv... 100 C4H8N20 016568-02-8 22
5 Butanoic acid, 2-formyl-2-methyl... 158 C8H1403 1000197-63-2 16

Abundance Scan 464 (7.390 min): BF092055.D (-454) (-) m/z 43.10 100.00%
43 5o o
5000
H RN 7.00 7.20 7.40 7.60 7.80
,,,|,'|‘? ,!'... i) ....!'.'n...,....,...1?,9...., m/z 59.10  79.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8128: 3-Hexanol, 5-methyl-
509
43 69
5000
31 87 7.00 7.20 7.40 7.60 7.80
m/z 87.00 75.17%
M I sw 77 98 115
miz--> 1'0 2'0 30 4'0 50 60 70 80 90 100 110 120 130
Abundance
59
74
45 g7 7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 57 .66%
117
101
memmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #824: Ethyl ether T e e SR St
3 700 7.20 7.40 7.60 7.80

m/z 74.00 51.20%

59
5000 45 74
]75 “\
L L B L B L L B L L B B L B R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 720 7.40 7.60 7.80

8270-BF122116.M Sat Dec 31 04:05:08 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

7.46 4.49 ng 458121 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 Benzene. l1-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 470 (7.459 min): BF092055.D (-467) (-) m/z 119.10 100.00%
119
5000
39 73 & 7.20 7.40 7.60 7.80
bty Lo O 7 885 Tnz77134.10 0 45.17%
m/z--> 50 100 150 200 250 300 350
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119
5000
7.20 7.40 7.60 7.80
m/z 91.10 15.88%

91
T
m/z--> 50 100 150 200 250 300 350
Abundance
119

7.20 7.40 7.60 7.80

5000 m/z 120.10 10.12%
91
15 41 65
L A B e e ) L e e o e e e Y HLAE S e e
m/z--> 50 100 150 200 250 300 350
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119 7.20 7.40 7.60 7.80

m/z 133.10 9.22%

5000

L i m
LI L I B L B L N B B L S L B B B BN N B B B B

T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown7.54 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

7.54 4.33 ng 441950 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecene. 9-methvl-. (2)- 168 C12H24 074630-45-8 39

1-(2-Hvdroxvethvl)-1.2.4-triazole 113 C4H7N30 003273-14-1 38
3 Cvclobutane. 2-ethvl-1-methvl-3-... 140 C10H20 061233-72-5 38
4 Heptane. 3-methvlene- 112 C8H16 001632-16-2 37
5 2-Propenoic acid, 2-ethylhexyl e... 184 C11H2002 000103-11-7 36
Abundance Scan 477 (7.539 min): BF092055.D (-474) (-) m/z 70.05 100.00%
70
55
5000 83
43
7.20 7.40 7.60 7.80
m/z 55.10 75.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #34805: 2-Undecene, 9-methyl-, (2)-
55 70
83
5000 AR L L R
7.20 7.40 7.60 7.80
97 m/z 83.05 42 .11%
\‘ dl ‘ Il 1 ¥ 155168
m/z--> 20 30 45 55 60 70 80 90 100 1io 120 130 140 150 160 1%0
Abundance
70
55 83 7.20 7.40 7.60 7.80
5000 m/z 43.05 30.20%
31
43
95 114
meﬁmwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17395: Cyclobutane, 2-ethyl-1-methyl-3-propy!- T e
70 7.20 7.40 7.60 7.80
55 m/z 56.10 24 .58%
5000
98
H\ 1l ‘ 84 111 140
m/z--> 20 30 45 55 65 70 80 90 160 110 120 130 140 150 160 170 720 740 7.60 7.80

8270-BF122116.M Sat Dec 31 04:05:09 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

7.71 6.45 ng 658198 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 70
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
5 Indan, l-methyl- 132 C10H12 000767-58-8 62

Abundance Scan 492 (7.710 min): BF092055.D (-488) (-) m/z 117.05 100.00%
147
5000 132

7.40 7.60 7.80 8.00

77
3 81 6 ‘| | 140148

..,....,....,....','....,'.-.'..,.':'.-.,'...':-,'.-...,....,....,..."...-.",|....,....,....,.. m/z 119.05 53.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13615: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.40 7.60 7.80 8.00
m/z 132.05 39.86%
Stoes T 105 0
”P”w””P”f{”M”wM”Phhnnmnwmhpuhndmhwunpnw”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
7.40 7.60 7.80 8.00
5000 132 m/z 115.10 31.71%
91
15 27 39 51 65 77 103
Wwwmmﬂmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13586: Benzene, 1-ethenyl-3-ethyl-
117 7.40 7.60 7.80 8.00
m/z 134.10 20.23%
5000 132
51 7 ot ‘
39 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown8.21 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

8.21 6.19 ng 631889 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-n-decvlcvclohexane 252 C18H36 086710-36-3 38
2 4-Hexen-1-ol. 5-methvl-2-(1-meth... 154 C10H180 000498-16-8 38
3 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 38
4 Cvclohexane. l1l-ethvl-1.3-dimethv... 140 C10H20 062238-31-7 38
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 35

Abundance Scan 536 (8.213 min): BF092055.D (-528) (-) m/z 69.10 100.00%

5000

7.80 8.00 8.20 8.40 8.60
m/z 111.10 72 .63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #89800: 1,3-Dimethyl-5-n-decylcyclohexane
69 111
55
5000 BRI L L L L L L L
43 7.80 8.00 8.20 8.40 8.60
95 m/z 55.10 69.59%
82 140
M S O A O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69
41 | L DL NN LB B
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 50.58%
93 111
81 123
29 55 136 154
B R R e B e Raa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71115: 1,1-Bicyclooctyl R EEEE e REREE R
69 111 7.80 8.00 8.20 8.40 8.60
m/z 70.00 32.01%
5000 55
82
41
,.2.‘9..,“...‘.‘,.‘l“..,“...‘:,..l.1,2.3...,....1.6.7.. a2 AN I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 780 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown8.56 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

8.56 6.14 ng 626098 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 1-(acetvloxv)- 130 C6H1003 001575-57-1 12
2 Pentane. 2.2.4-trimethvl-4-nitro- 159 C8H17NO2 005342-78-9 12
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 12
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 12
5 3-Heptanone, 5-methylene- 126 C8H140 020690-70-4 11

Abundance Scan 566 (8.556 min): BF092055.D (-563) (-) m/z 57.10 100.00%
5000
131
101 TrTrTyTTTT T T T T T T T

8.20 8.40 8.60 8.80

171
e e m/z 41.10 31.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12814: 2-Butanone, 1-(acetyloxy)-
57
5000 29 LA L L L L L L L I
8.20 8.40 8.60 8.80
m/z 131.10 28.71%
N 101130
I A !
B o o e B L B N I B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
8.20 8.40 8.60 8.80
5000 m/z 74.00 23.04%
28

97

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #172669: Tetracontane, 3,5,24-trimethyl-

57 8.20 8.40 8.60 8.80

m/z 82.00 19.57%
5000
85
ﬁ}3141169 206 238 505 547

e e e T T e T T e e e T R e S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Undecanoic acid, 2,6,10-tri... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.65 8.56 ng 873231 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid. 2.6.10-trimethy... 242 C15H3002 001001-79-2 50
2 Butanoic acid. 2.3-dimethvl-. me... 130 C7H1402 030540-29-5 43
3 Pentanoic acid. 2.4-dimethvl-. m... 144 C8H1602 071672-33-8 38
4 Nonanoic acid. 2.4-dimethvl-. me... 200 C12H2402 054889-61-1 38
5 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018524-86-2 38

Abundance Scan 574 (8.647 min): BF092055.D (-570) (-) m/z 88.10 100.00%
88
43
5000 St
|‘| 8.40 8.60 8.80 9.00
el il 156 170 m/z 43.10 61.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83725: Undecanoic acid, 2,6,10-trimethyl-, methy! ester
88
5000 IIII|IIII|IIII|IIII|III
101 8.40 8.60 8.80 9.00
43 55 m/z 97.10 54 _.09%
2 L% usw 18T
“'|“"w"w"“|"' R o SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
88
s e B e
8.40 8.60 8.80 9.00
5000 m/z 57.10 49 .95%
43
15 o n 115
27 130
s R B B L W o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20137: Pentanoic acid, 2,4-dimethyl-, methy! ester T
88 8.40 8.60 8.80 9.00
43 m/z 55.10 47 .43%
5000
29 57 101
...,.U..w,‘w...u\\,.‘?g..,.\»..\\..1.1?,.1.2.9.144..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00

8270-BF122116.M Sat Dec 31 04:05:11 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1-Methylindan-2-one Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
" 8.78 4.44ang 453363  Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Methvlindan-2-one 146 C10H100 035587-60-1 97

017496-14-9 94
000769-57-3 72
001680-51-9 72
006072-57-7 64

2 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100
3 .alpha...beta...beta.-Trimethvls... 146 C11H14
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14
5 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100

Abundance Scan 586 (8.785 min): BF092055.D (-584) (-) m/z 131.00 100.00%
146
5000
103 117
51
63 91 8.40 8.60 8.80 9.00 9.20
..,....,..?.7,....,'....,.'...,..'!|. S - !:..,..h!,....,!...-:. 154162 m/z 146.10 72.29%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20631: 1-Methylindan-2-one
131
146
5000
103 8.40 8.60 8.80 9.00 9.20
51 7 m/z 103.00 34.57%
39 63 ‘ 91 ‘
..,..2.6.,....‘,....ﬁ....,.‘.‘.. S S P NS N |
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
131
146 8.40 8.60 8.80 9.00 9.20
5000 m/z 117.05 31.39%
103 117
39 77 91
27 51 63
mmﬂmﬂmmmmm
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131 8.40 8.60 8.80 9.00 9.20
146 m/z 115.00 19.45%
5000 91
39 51 65 105 115
M\H\H\HMM P VL L
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 840 8.60 8.80 9.00 9.20

8270-BF122116.M Sat Dec 31 04:05:11 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknown8.84 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

8.84 3.88 ng 395627 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Propvl-cis-bicvclol3.2.0Thept-... 150 C10H140 054396-45-1 38
2 Phenol. 2-amino-4-methvl- 123 C7HONO 000095-84-1 27
3 3.4-Furandicarboxvlic acid 156 C6H405 003387-26-6 25
4 1-Dodecen-3-vne 164 C12H20 074744-36-8 22
5 3,3-Dimethyl-hepta-4,5-dien-2-one 138 C9H140 1000190-54-1 22

Abundance Scan 591 (8.842 min): BF092055.D (-590) (-) m/z 123.10 100.00%
83 123
95
105
5000
41 55 67 140 150
. 13 132 168 8.60 8.80 9.00 9.20
m/z 83.00 81.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22763: 7-Propyl-cis-bicyclo[3.2.0]hept-6-en-2-one
83
5000 % 107 150 ik 680 500 620
m/z 95.10 66.17%
‘\ 121
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
123
860 880 9.00 9.20
5000 m/z 81.10 63.43%
106
78
28 39 ol 67 3
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #27307: 3,4-Furandicarboxylic acid L e e
29 45 8.60 8.80 9.00 9.20

112 m/z 105.10 55.63%

SR P A n‘.. S R N S il S N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.60 8.80 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.74 6.87 ng 806603 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 30
Abundance Scan 845 (11.745 min): BF092055.D (-842) (-) m/z 73.00 100.00%
| Ag_
43 60
5000
129
97 115 213 NN SRR B
|| 143187171185 16971757 256 11.40 11.60 11.80 12.00
e e m/z 59.95 80.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 R B LA UGN SRR
129 umnmnmnm
. 213 m/z 43.05 80.47%
185
||||||||||||| | HH‘ MH |M ||“|‘||14‘|.3|||‘|||‘|| I‘Ilj:gglll‘l 2|2|7|?49|||‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 1160 11.80 12.00
5000 29 129 m/z 57.05 69.04%
87 15 ah 214
99 143157 | 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

F

Abundance #83686: Pentadecanoic acid e e

43 60 73 11.40 11.60 11.80 12.00

m/z 41.10 58.02%
129
5000 29 o
3 199
Lt P e
o w3 M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.52 5.56 ng 464558 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 2-Butenoic acid. 2-methoxv-3-met... 144 C7H1203 056009-32-6 30
4 Nonadecane 268 C19H40 000629-92-5 18
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 15

Abundance Scan 913 (12.522 min): BF092055.D (-911) (-) m/z 73.00 100.00%

57 B

5000

-

12.20 12.40 12.60 12.80
m/z 43.10 95.71%

185
14315717171 199913227241 o55 284

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
43
5000 TT [T T I T [T T T T[T T T T[T TTT]
129 12.20 12.40 12.60 12.80
115 185 228 m/z 60.00 82.73%
01 143157171 ‘
A A T SNt Ll W - N A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
29 57 12.20 12.40 12.60 12.80
5000 m/z 57.05 82.38%
129 242
87

101115 | 143157171185" 13,56

Tﬁwwwmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #19877: 2-Butenoic acid, 2-methoxy-3-methyl-, methyl ester N B I M e
43 12.20 12.40 12.60 12.80
m/z 55.10 63.90%
5000 71 85 129
29
M ‘ A 100 144
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12.80

8270-BF122116.M Sat Dec 31 04:05:13 2016 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Ethanol, 2-butoxy-, phospha... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.36 4.21 ng 351623 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 50
3 Di-sec-butvl ether 130 C8H180 006863-58-7 27
4 Butane. 1.1"-Tethvlidenebis(oxv)... 174 C10H2202 000871-22-7 27
5 (1H)Pyrrole-3-carboxylic acid, 5... 199 C9H13NO4 155345-20-3 22

Abundance Scan 986 (13.356 min): BF092055.D (-984) (-) m/z 57.10 100.00%
57
5000 85
125
153 199 B e
N O W e D e
L e s s s s B B e o m/7z - - 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57
85 125
5000 LI L L L L L L B B
153 13.00 13.20 13.40 13.60
- Jm 227 299 m/z 56.05 67.50%
S N ,}.l.?%. - i S 3 35 3%
m/z--> 50 100 150 200 250 300 350 400
Abundance
27 56 85
B ARRR R
13.00 13.20 13.40 13.60
5000 m/z 85.10 48 .20%
113
A e o B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #13208: Di-sec-butyl ether e AR
45 13.00 13.20 13.40 13.60
m/z 125.00 33.81%
5000
101
.kL,'.?3.. j }?O., I e e B o o e e o BN B
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092055.D

Aca On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Heptafluorobutanoic acid, h... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.82 ng 319456 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 81
Abundance Scan 1015 (13.688 min): BF092055.D (-1012) (-) m/z 57.10 100.00%
UL DU BN RN U
154 13.40 13.60 13.80 14.00
o 172 197213 235253 281 /7 83.10 96 _56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
83
5000 UL DU BN RN U
4 13.40 13.60 13.80 14.00
m/z 43.10 85.19%
-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 83
a 13.40 13.60 13.80 14.00
5000 111 m/z 69.10 82 .53%
26 126 154169 101 210 238 .65 295 \,,Vvkv,,V\,A/\\~ﬂ-~\-~m-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene B A RRREE R
4 7 13.40 13.60 13.80 14.00
m/z 97.10 82 .38%
2 140 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF123016\
Data File : BF092055.D

Acq On : 30 Dec 2016 19:45

Operator : UM/SJ

Sample : H6314-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 12.3 ng 909075 1 6.68 1474720 20.0
unknown6 .45 6.45 68.9 ng 5080140 1 6.68 1474720 20.0
Benzene, 1,3,5-tr... 6.74 14.1 ng 1037020 1 6.68 1474720 20.0
Indane 6.86 6.8 ng 498939 1 6.68 1474720 20.0
Benzene, 1,2-diet... 6.93 11.0 ng 808191 1 6.68 1474720 20.0
unknown?7 .02 7.02 23.3 ng 1720080 1 6.68 1474720 20.0
unknown? .39 7.39 64.7 ng 6598700 2 7.96 2040450 20.0
Benzene, 1,2,3,5-... 7.46 4.5 ng 458121 2 7.96 2040450 20.0
unknown? .54 7.54 4.3 ng 441950 2 7.96 2040450 20.0
Benzene, 2-etheny... 7.71 6.5 ng 658198 2 7.96 2040450 20.0
unknown8.21 8.21 6.2 ng 631889 2 7.96 2040450 20.0
unknown8 .56 8.56 6.1 ng 626098 2 7.96 2040450 20.0
Undecanoic acid, ... 8.65 8.6 ng 873231 2 7.96 2040450 20.0
1-Methylindan-2-one 8.78 4.4 ng 453363 2 7.96 2040450 20.0
unknown8 .84 8.84 3.9 ng 395627 2 7.96 2040450 20.0
n-Hexadecanoic acid 11.74 6.9 ng 806603 4 11.20 2346570 20.0
Tetradecanoic acid 12.52 5.6 ng 464558 5 13.82 1670550 20.0
Ethanol, 2-butoxy... 13.36 4.2 ng 351623 5 13.82 1670550 20.0
Heptafluorobutano... 13.69 3.8 ng 319456 5 13.82 1670550 20.0
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